With the purpose of comparing expectation dipole moment values ͗͘ with finite-field obtained dipole moments FF , we recalculated by the finite-field method previously reported ͗͘ values of 38 excited states of FeC. In most of the cases FF is significantly larger than ͗͘.
1
The recalculation of the dipole moment of the X state of the FeC via the finite-field approach ( FF ) increasing at the same time the basis set, 2,3 gave FF ϭ1.94 ͑2.08͒ and 2.19 D at the MRCI (MRCIϩQ)/͓7s6 p4d3 f 2g1h͔ Fe / ͓6s5 p4d3 f 2g͔/ C and C-CCSD͑T)/͓7s6 p4d3 f 2g͔ Fe / ͓5s4 p3d2 f 1g͔/ C level, respectively, now in tolerable and fair agreement with experiment; see Ref. 5 . ϩQ refers to the Davidson correction and C-CCSD͑T͒ to the coupled cluster ϩsinglesϩdoublesϩperturbative correction of the connected triples method, including the semicore Fe 3s 2 3p 6 electrons. The following conclusions were drawn from the above work:
5 ͑a͒ Otherwise seemingly adequate wave functions can fail badly at least for the estimation of dipole moments. ͑b͒ The finite-field method is to be preferred in general for the calculation of dipole moments. 
